The title compound crystallizes in the monoclinic crystal system with space group P2 1 /c having unit cell parameters: a=7.6329(4), b=7.8137(4), c=28.0651(14) Å, β=95.995 o . The structure converges to a final R-value of 0.0563. The two C-N bonds in Ring B are puckered as the torsion around these bonds is 29.67 (2) o and -18.49 (2) o , respectively. The two methyl carbons as well as the oxygen atom of the central N-containing five-membered ring (B) are significantly deviated from their mean positions. The magnitude of dihedral angle between the phenyl ring A and B is 133.09 (1) o while it is 170.43 (1) o between ring B and the phenyl ring C. This indicates that the molecule adopts a non-planar configuration. The crystal structure is stabilized by few C-H…O and C-H…N inter and intramolecular hydrogen interactions.
INTRODUCTION
Pyrazolones are well known elicitors of hypersensitivity and also exhibit broad spectrum of biological activities such as analgesic, antipyretic and anti-inflammatory therapeutical drugs (Al-Haiza et al., 2001; Himly et al., 2003) . In view of the biological importance of these derivatives, we report X-ray structure of the title compound with particular emphasis on hydrogen bonding analysis.
MATERIALS AND METHODS
4-Amino-1,5-dimethyl-2-phenyl-1,2-dihydro-3H-pyrazol-3-one [2.03g, 0.01mol and 3-nitrobenzaldehyde(1.51g, 0.01mol)] was refluxed in 30 ml ethanol with two drops of dilute HCl for 6 hours. The crude product obtained was filtered and recrystallized from ethanol. Good quality crystals were obtained by evaporation of the solution in ethyl methyl ketone. (m.p. 491-493K). Composition for C 18 H 16 N 4 O 3 : C: 64.22(64.28); H: 4.76(4.79); N: 16.61(16.66) . The compound has a molecular formula C 18 H 16 N 4 O 3 and its molecular weight is 336.35. The chemical structure of the title compound as established on the basis of chemical studies is shown in Fig. 1 . A single crystal having well-defined morphology was selected for three-dimensional crystal intensity data collection on a computer-controlled single crystal X-ray diffractometer having CCD camera (X'calibur systemOxford diffraction-make) by using MoKα radiation (λ= 0.71073Å). CrysAlis Pro (2007) software was used for data collection and CrysAlisRED (2007) software was used for data reduction. A total number of 9491 reflections were recorded of which 5319 reflections were found unique having index range:
The structure of the title compound was obtained by employing direct methods using SHELXS86 (1986) software. All non-hydrogen atoms of the molecule were located from the E-map (electron density map). Refinement was carried out by full-matrix least-squares method on F 2 using SHELXL97 (1997) software. The anisotropic refinements with thermal parameters for non-hydrogen atoms and subsequent refinement cycles converged the R-factor to 0.0563. The maximum and minimum residual electron density is 0.302 and -0.226 e.Å -3 , respectively. The crystallographic data are listed in Table 1 .
RESULTS AND DISCUSSION
The final atomic coordinates and equivalent isotropic thermal factors for all the non-hydrogen atoms are listed in Table 2 . Bond distances and bond angles for nonhydrogen atoms are listed in Table 3 . Torsion angles for non-hydrogen atoms are listed in Table 4 . An ORTEP view of the molecule indicating atomic numbering scheme (thermal ellipsoids drawn at 50% probability level) is shown in Fig. 2 (Farrugia, 1997) . The geometrical calculations have been performed using PARST (Nardelli, 1995) program. The molecule comprises of two six-membered rings and one five-membered ring. The two six-membered rings are labelled as Ring-A and Ring-C and five membered ring as Ring-B. The bond lengths and bond angles for Ring-A and Ring-C are in good agreement with the standard values. The bond lengths such as C9-O3 (1.233(2) Å), N1-N2 (1.406(2) Å), C13-N1 (1.423(2) Å), C8-N3 (1.389(2)Å) and C10-C11 (1.490(2)Å), are comparable with some analogous structures (Liu et al., 2002 , Rajnikant et al., 2006 . The bond N2-C10 is puckered as the torsion around it is 29.67 (2) o , while it is -18.49 (2) o around the C9-N1 bond. The position of two methyl carbon atoms C11 and C12 is deviated from the mean position of the five membered ring -B and it may be due to the torsion present along N2-C10 bond. The dihedral angle between the plane of phenyl ring -A and ring-B is 133.09 (1) o while it is 170.43 (1) o between the ring-B and C. The two exocyclic bond angles U eq * = (1/3)" i " j U ij a i * a j * (a i a j ) Table 2 . Atomic coordinates and equivalent isotropic temperature factors (Å)(with e.s.d's in parentheses) for non-hydrogen atoms (iii) 3.341 (3) 2.613(2) 135.56(13) C11-H11C...N3 (iv) 3.853 (2) 2.946(1) 158.07(12) C17-H17...O3 (v) 3.551 (2) 2.631(1) 170.29 (12) Symmetry code: (i) x,+y+1,+z (ii)-x,-y,-z+1 (iii) x-1,-y-1/2,+z-1/2 (iv) -x,-y+1,-z+1 (v) -x,+y+1/2,-z+1/2 Table 5 . Geometry of intra and intermolecular hydrogen bond interactions (e.s.d's in parentheses).
Fig. 1. 1, 5-Dimethyl-4-{[(E)-(3-nitrophenyl) methylidene] amino} phenyl-1,2-dihydro-3H-Pyrazol-3-one

Fig. 2. ORTEP view of the molecule (thermal ellipsoids
drawn at 50% probability level. at N2 are significantly deviated from the normal values.
The atoms N4 and C7 lie above the plane of Ring-C (deviation being 0.051 and 0.045 Å, respectively). The exocyclic bond angles with respect to the oxygen of the nitro group have normal values. The unit cell packing of molecules depicting partial hydrogen bonding network along a-axis is shown in Fig. 3 . There exists few intra-and intermolecular hydrogen Rajnikant et al. / J. Appl. & Nat. Sci. 3 (1): 86-89 (2011) Bond Lengths (Å) bonds whose geometry is presented in Table 5 . All the three oxygen atoms (O1, O2 and O3) are responsible for the occurrence of intra-and intermolecular interactions of the kind C-H…O and C-H...N (e.g., C7-H7…O3, C14-H14…O3, C4-H4…N3, C11-H11…N3, C2-H2…O2, C6-H6…O1 and C18-H18…N2). Based on the comparison of intra and intermolecular interactions with some standard data as given in Table 6 
Conclusions
Bond distances are comparable with some analogous structures. Almost all the carbon-nitrogen bonds are puckered as the torsion is quite substantial. All the three oxygen atoms are responsible for the occurrence of intra and intermolecular interactions in this system.
Comparison of interaction geometry with the literature makes these interactions to fall in the category of weak hydrogen bonds. 
